Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.063; wR factor = 0.161; data-to-parameter ratio = 13.2.
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1990) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: ORTEP-3 for Windows (Version 1.08; Farrugia, 1997) ; software used to prepare material for publication: publCIF (Westrip, 2008).
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Comment
The use of Self Assemblied Monolayers (SAMs) in the fabrication of molecular devices is a rapidly expanding field. To incorporate the useful photophysical properties of iridium complexes into a SAM, ligands must be capable of attaching to a surface. The compound (1), a bipyridine based ligand, includes a protected thiol group for attachment to a gold surface and a phenyl group for cyclometallation. Typically bipyridine ligands crystallize with the pyridine N atoms in a s-trans arrangement (Fitchett et al., 2005) . This is attributed to reduction of C-H/H-C interactions. Here, the pyridine ring and the phenyl ring crystallize in identical conformations, leading to disorder. If C-H/H-C interactions were the dominant force for the arrangement of the ring, one would expect the phenyl ring to adopt a different arrangement due to the additional interaction. This implies that the dominant force for the arrangement of the rings is the attractive C-H/N interaction.
Experimental
To a solution of 4-(methylsulfanyl)benzaldehyde (5 g), acetophenone (4.5 g), methanol (300 ml) and ammonia (0.81 g/ml, 50 ml) was added a sodium hydroxide solution (1.5 g in 50 ml water) with stirring. Overnight a precipitate of the condensation product formed. This was filtered, air dried and was used in the next step without further purification. This compound (5 g) was ground in a mortar and pestle with 2-acetylpyridine (2.5 g) and sodium hydroxide (0.83 g) until the mixture became a solid again. Excess ammonium hydroxide was added and the mixture dissolved in glacial acetic acid (50 ml) and was refluxed with stirring for 4 h. On cooling, the solution was poured into water (200 ml) and extracted with dichloromethane (3 x 50 ml).
Chromatography on silica gel with dichloromethane/methanol (95:5) yielded the pure product (1). Single crystals suitable for X-ray diffraction formed on slow evaporation from dichloromethane solution. Yield = 2.3 g (25%). Spectroscopic data: 1 H NMR (CDCl 3 ): δ 2.54 (3H, s, CH 3 S), 7.35 (1H, ddd, py5'), 7.37 (2H, d, thio-ph3,5), 7.46 (1H, t, ph4), 7.53 (2H, dd, thio-ph2,6), 7.77 (2H, d, ph3,5), 7.87 (1H, td, py4'), 7.95 (1H, d, py5), 8.20 (2H, d, ph2,6), 8.63 (1H, d, py3), 8.68 (1H, d, py3'), 8.72 (1H, dd, py6'); 13 C NMR (CDCl 3 ): δ 15. 5, 117.1, 118.1, 121.6, 123.9, 126.5, 127.1, 127.5, 128.7, 129.1, 135.0, 137.1, 139.4, 140.1, 148.8, 149.5, 156.0, 156.2, 157. 2.
Refinement
The 2-pyridine and 6-phenyl rings are disordered in a 60/40 ratio over the two possible positions. The pyridine ring however always adopts a s-trans arrangement to the central pyridine nitrogen, presumably to minimize hydrogen/hydrogen repulsions. Fig. 1 . The molecular structure of (1), showing displacement ellipsoids at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) C10 0.7765 (2) 0.5910 (7) 0.4911 (2) 0.0262 (10) 
